Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.003 Å; R factor = 0.058; wR factor = 0.124; data-to-parameter ratio = 12.3.
Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày þ 2; Àz þ 2; (ii) Àx þ 1; Ày þ 2; Àz þ 1.
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX (Farrugia, 2012). using 2 N NaOH. The aqueous layer was extracted with ethyl ether and the organic extract was washed with brine and aqueous Na 2 SO 4 , dried and concentrated. The residue was purified by column chromatography using hexane/ethyl acetate (2:8) as eluent, followed by recrystallization in CH 2 Cl 2 and hexane to give a white solid in 64% yield. Crystals suitable for X-ray diffraction were grown from a CH 2 Cl 2 solution layered with hexane at room temperature. 1 H NMR (CDCl 3 , 300 MHz): 8.62 (dd, 2 H, J= 1.0, 3.1 Hz), 8.29 (dd, 1 H, J= 1.0, 3.4 Hz), 8.00 (dd, 1 H, J = 1.0, 5.3 Hz), 7.72 (dd, 2 H, J = 1.0, 3.1 Hz), 7.13 (dd, 1 H, J= 3.4, 5.3 Hz), 6.99 (s, 1 H), Anal. Calcd for C 12 H 9 N 3 : C, 73.83; H, 4.65; N, 21.52. Found: C, 74.21; H, 4.40; N, 21.34 .
Refinement
H atoms were located in difference map but were positioned with idealized geometry and refined isotropic with U iso (H) = 1.2U eq (C,N).
Computing details
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001) ; data reduction: SAINT (Bruker, 2001) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) ; software used to prepare material for publication: WinGX (Farrugia, 2012) . supplementary materials sup-2 Acta Cryst. (2013). E69, o674
Figure 1
Molecular structure of the title compound with labeling and displacement ellipsoids drawn at the 30% probability level.
H atoms are shown as small spheres of arbitrary radii. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-(1H-Pyrrolo[2,3-b]pyridin-2-yl)pyridine
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (18) 
